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Fig. S2
13 C-NMR spectrum of the compound. Vibrational modes:υ, stretching; β, in-plane bending; δ, scissoring; γ, out of plane bending; τ, torsion; ρ, rocking. a Potential energy distribution (PED), less than 10% are not shown. n(O40) 0.02617 σ*(C37-H39) 6.12 0.72 0.060 ED is the electron density. a E(2) is the energy of hyperconjugative interactions. b Energy difference between donor (i) and acceptor (j) NBO. c F(i,j) is the Fock matrix element between i and j NBO.
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Non-linear optical effects
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Non-linear optical materials continue to attract the attention of researchers due to their future potential applications in the optical technology and industrial applications. It is well known that the higher values of molecular polarizability and hyperpolarizability are important for more active NLO properties. To understand the NLO properties of the title compound, the linear polarizability (α) and the first hyperpolarizability (β) were calculated at the B3LYP/6-311++G(d,p) level using Gaussian 09W program package. The polarizabilities and hyperpolarizability are reported in terms of atomic units (a.u.) 
